Structural features of toxic chemicals for specific toxicity.
We have studied the structural features of toxic chemicals from the RTECS database associated with specific toxicity. The frameworks, functional groups, and structure patterns of molecules are taken into account. Potential active frameworks, groups, and structure patterns for specific toxicity are gained by computational chemistry approaches. These structural features of toxic chemicals will be helpful in understanding activities of toxic chemicals and useful in predicting the toxicity of chemicals, especially in the early stage of drug design.